Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.006 Å; R factor = 0.050; wR factor = 0.118; data-to-parameter ratio = 6.4.
In the molecular structure of the title compound, also named penciclovir monohydrate, C 10 H 15 N 5 O 3 ÁH 2 O, the 4-hydroxy-3-hydroxymethylbut-1-yl group is connected to guanine through an N atom of the imidazole ring. Water molecules stabilize the molecular packing by forming O-HÁ Á ÁO hydrogen bonds. A three-dimensional network is generated via intermolecular N-HÁ Á ÁN, N-HÁ Á ÁO, O-HÁ Á ÁN and O-HÁ Á ÁO hydrogen bonding.
Related literature
For the synthesis and biological properies of penciclovir, see: Harnden & Jarvest (1985a,b) ; Hodge et al.(1989) ; Boyd et al. (1987) . For the medicinal applications of penciclovir, see: Abdel-Hag et al. (2006) ; Andrei et al. (2004) ; SchmidWendtner & Korting (2004) ; Smith et al. (2001) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: SMART (Bruker, 2001 ); cell refinement: SAINTPlus (Bruker, 2001) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. Schmid-Wendtner and Korting, 2004; Smith et al., 2001) . The crystal lattice is built from molecules of (I) and waters of crystallization (Fig. 1) . The guanine ring in (I) is coplanar wherein the C-N bond distances range from 1.312 (4) Experimental 0.2 mmol ZnCl 2 dissolved in 5 ml ethanol was added into 10 ml water containing 0.3 mmol pencicolvir. The mixture was stirred at room temperature for 5 h. The resulting solution was filtered. The filtrate was allowed to stay at ambient temperature for three weeks. Colourless block crystals were thus obtained. Yeild: 50%.
Refinement
The water H and N(4) bound H were found from a difference Fourier map and refined freely. Other H atoms were treated as riding, with C-H distances of 0.97 and 0.98 Å,N-H distances of 0.86 Å, these hydroxyl O-H distances of 0.82Å and were refined as riding with U iso (H) = 1.2U eq (C, N and O). Since the Flack value is 0(2) even after inverting the structure, the title compound is weak anomalous scatterer and therefore, Flack is meaningless. Figures   Fig. 1 . The molecular structure of (I),showing the atom-labelling scheme. Displacement ellipsoids are drawn at the 50% probability level. 
